Reference 46 was only printed in part. The entire reference is as follows: Both the simple Hiickel (Ref. 3) , and ab initio (Ref. 4) calculations predict a ground state configuration-a'?e, 1 4 a;. The unpaired electron resides in an a; molecular orbital giving rise to a large a spin population on the two apical atoms and a nodal plane through the ring atoms.
The doubly occupied a;' orbital has nonvanishing coefficients for both the apical and the ring atoms with, to a first approximation, equal a and /3 spin distributions. The exchange interaction will favor different spatial functions for the a and /3 spins giving rise to a slight increase of a spin at the apical atoms and a concomitant excess of /3 spin on the ring atoms. An analogous polarization of the e; orbitals will not occur since these have a node at both apical atoms. A similar argument is commonly advanced as a qualitative explanation for the occurrence of negative spin densities in the allyl and other organic radicals. See, for example, A. Carrington and A. D. McLachlan, Introduction to Magnetic Resonance (Harper and Row, New York, 1967 In a recent article I calculating the high pressure properties of solid O 2 , the harmonic and cubic terms in a power series expansion of the intramolecular potential were used in determining the equilibrium structures and intramolecular bond lengths at various pressures. However, the cubic term was inadvertantly left out of the dynamical matrix and, as a consequence, the calculated pressure dependence of the vibron frequencies, plotted in Fig. 9 , were too small. We have since included this small but important term in the frequency calculation and the results now agree with subsequent experimental data 2 to within 10%. Table II Lett. 52, 1045 Lett. 52, (1984 .
